In the structure of the title compound, C 46 H 37 N 3 O 4 S, the planes of the two isoindoline units make a dihedral angle of 77.86 (3) . The dihedral angles between the benzyl plane and the isoindoline units are 79.56 (4) and 3.74 (9) . The geometry at the S atom shows a short [1.7748 (17) Å ] S-C benzyl and a long [1.8820 (15) Å ] S-C trityl bond and the C-S-C angle is 108.40 (7) . N-C bond lengths around the azane N atom are in the range 1.454 (2)-1.463 (2) Å . he crystal packing exhibts two rather 'non-classical' C-HÁ Á ÁO hydrogen bonds that result in stacking of the molecules along the a as well as the b axis and give rise to columnar sub-structures. 
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For related molecular structures and bonding geometries, see: Barrett et al. (1995) ; Howell et al. (2003) ; Latxague et al. (2009) and Qi et al. (2009) . For the modelling of the active center of the peptidglycine--hydroxylating monooxygenase, see: Hoppe et al. (2013) ; Neuba (2009) . For intermediate steps of the synthesis, see : Formica et al. (2002) and Sagrera & Seoane (2009) 
2. Experimental 2.1. Crystal data Table 1 Hydrogen-bond geometry (Å , ). Data collection: SMART (Bruker, 2002 ); cell refinement: SAINT (Bruker, 2002) ; data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008 ); program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL and local programs.
S1. Introduction
The development and synthesis of novel molecules with nitrogen and sulfur as donor functions and studies of their metallation potential towards copper is important for the basic understanding of copper metalloproteins. In this context
we have developed several tripodal thioether guanidine hybrids for modelling the active center of the peptidglycine-α-hydroxylating monooxygenase (PHM) (Hoppe et al., 2013; Neuba, 2009 ). The intermediate 3-(2-tritylthio-benzyl)-1,5-diphthalimido-3-azapentan was obtained in a multi-step synthesis of tripodal thioether-and disulfide guanidine compounds.
S2. Refinement
Crystal data, data collection and structure refinement details are summarized in Table 1 . Hydrogen atoms were clearly identified in difference syntheses, refined at idealized positions riding on the carbon atoms with isotropic displacement parameters U iso (H) = 1.2U eq (C) and C-H 0.95-0.99 Å.
S3. Preparation
The title compound was prepared as follows: to a suspension of bis(phthalimido)diethylentriamin (10 mmol, 3.64 g) (Formica et al., 2002) , KI (0.5 mmol, 0.083 g) and K 2 CO 3 (11.5 mmol,1.59 g) in 200 mL of dry MeCN a solution of (2-(bromomethyl)phenyl)(trityl)sulfane (10 mmol, 4.46 g) (Sagrera & Seoane, 2009) in dry MeCN (100 mL) was dropped over a period of 30 min. This mixture was then refluxed for 24 h. After the solvent was evaporated 200 ml water was added and the mixture was extracted with dichloromethane (3 x 80 mL). The combined organic layers were dried over Na 2 SO 4 . After filtration the solvent was removed und the crude product was obtained as a yellow oil. For purification, the raw product was stirred in Et 2 O (200 mL). , 3053w, 2943w, 2814w, 2388w, 1774m, 1713s, 1616w, 1489w, 1468w, 1429m, 1394m, 1381m, 1356w, 1325w, 1275w, 1188w, 1103w, 1082m, 1028w, 1003w, 962w, 872w, 762w, 741w, 717m, 702m, 619w, 530w . 
Figure 1
The molecular structure of the title compound. Displacement ellipsoids are drawn at the 50% probability level.
2,2′-({[2-(Tritylsulfanyl)benzyl]azanediyl}bis(ethane-2,1-diyl))bis(isoindoline-1,3-dione)
Crystal data (7) 0.0165 (7) 0.0200 (7 
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